Molecular structure, vibrational spectra, NMR and UV spectral analysis of sulfamethoxazole.
Fourier transform infrared (FTIR) and FT-Raman spectra have been recorded and extensive spectroscopic investigations have been carried out on Sulfamethoxazole (SMX). The structural and spectroscopic data of the molecule in the ground state were calculated by using density functional method (DFT) using 6-31G(d,p) basis set. The vibrational frequencies were calculated and scaled values were compared with experimental FT-IR and FT-Raman spectra. The observed and calculated frequencies are found to be in good agreement. (13)C and (1)H NMR chemical shifts results were given and are in agreement with the corresponding experimental values. The theoretically constructed FT-IR and FT-Raman spectra exactly coincide with experimental one. Besides, NBO, molecular electrostatic potential (MEP), frontier molecular orbitals (FMO) analysis were investigated using theoretical calculations.